S1. Three-dimensional structures

S2. Potential energy of structures
S2. Relaxed Structures
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The relaxed porous structures are shown as Fig. S5 and Fig. S6 . 
S2. Structural parameters
The structural parameters (pore size, surface area total volume, porosity and specific surface area) of the constructed models are listed in Table S1 . Atomic charges: q(Ti) = 1.151 (e), q(O) = -0.576 (e)
S4. Elastic property
Bulk modulus (K), shear modulus (G) and Young's modulus (E) and Poisson ratio (ƞ) were evaluated from the computed elastic constants with the Voigt-Reuss-Hill method:
where the subscript of V and R respectively represent the elastic moduli of Voigt theory and Reuss theory. 
